Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.033; wR factor = 0.082; data-to-parameter ratio = 21.3. metal-organic compounds m1556 Ahmida et al.
In the title compound, [Fe(C 11 H 20 N 2 ) 2 (CO) 3 ], the Fe atom shows a distorted trigonal-bipyramidal geometry with three carbonyl and two carbene ligands. The latter have a cis arrangement, with a C-Fe-C angle of 90.60 (7) . The Fe atom lies 0.007 (1) Å above the basal plane defined by two carbonyl and one carbene C atoms. The molecular structure is closely related to that of the isomolecular but not isotypic Ru complex with an identical cis arrangement, so, in general, bond geometries lie in expected ranges. In the crystal, C-HÁ Á ÁO hydrogen bonds link the molecules into infinite zigzag chains extending along [010] .
Related literature
For structures of related cis complexes, see: Ellul et al. (2008) . For Co and Ru complexes with a trans configuration, see: van Rendsburg et al. (2007) ; Chantler et al. (2008) ; Ellul et al. (2008) .
Experimental
Crystal data [Fe(C 11 H 20 N 2 ) 2 (CO) 3 ] M r = 500.46 Orthorhombic, P2 1 2 1 2 1 a = 11.5913 (5) Å b = 12.7572 (5) Å c = 17.7970 (7) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: BT6867).
Figure 1
Molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
Fe1 0.01323 (11) 0.01603 (11) 0.01422 (10) −0.00051 (10) −0.00024 (8) 0.00020 (10) O1 0.0401 (9) 0.0333 (8) 0.0325 (8) 0.0048 (7) −0.0021 (6) 0.0136 (6) O2 0.0557 (10) 0.0268 (7) 0.0442 (8) −0.0075 (8) 0.0135 (9) −0.0155 (6) O3 0.0164 (6) 0.0346 (7) 0.0407 (7) 0.0008 (7) −0.0010 (5) −0.0029 (7) N1 0.0227 (7) 0.0253 (8) 0.0167 (7) 0.0028 (6) 0.0016 (5) −0.0029 (6) N2 0.0211 (7) 0.0203 (7) 0.0243 (8) −0.0004 (6) −0.0042 (6) −0.0048 (6) N3 0.0149 (7) 0.0202 (7) 0.0194 (7) 0.0003 (6) 0.0004 (6) 0.0015 (5) N4 0.0177 (6) 0.0279 (7) 0.0191 (6) 0.0005 (8) 0.0024 (5) 0.0027 (6) C1 0.0201 (9) 0.0236 (9) 0.0202 (8) −0.0013 (7) −0.0023 (7) 0.0023 (7) C2 0.0218 (9) 0.0249 (9) 0.0220 (8) −0.0010 (8) 0.0038 (8) −0.0013 (7) C3 0.0209 (7) 0.0179 (7) 0.0208 (7) 0.0006 (7 (7) −0.0011 (7) 0.0059 (7) C17 0.0264 (10) 0.0213 (9) 0.0402 (11) 0.0005 (7) 0.0010 (9) 0.0066 (8) C18 0.0313 (10) 0.0353 (10) 0.0206 (9) 0.0035 (9) −0.0040 (8) 0.0029 (7) C19 0.0155 (8) 0.0225 (9) 0.0297 (9) 0.0003 (7) 0.0010 (7) 0.0002 (7) C20 0.0183 (9) 0.0495 (13) 0.0399 (12) 0.0017 (9) −0.0019 (8) 0.0084 (10) C21 0.0168 (8) 0.0278 (10) 0.0267 (9) 0.0004 (7) 0.0039 (7) 0.0005 (7) 
